Tremolite (CagMg;SisOg9(OH)y S4s) Structure:
A2B2C5D24ES mC82.12 h i agh 2i5j 2i-001

This structure originally had the label A2B2C5D24E8 mC82_12_h_i_agh 2i5j_2j. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/BQ7Y

https://aflow.org/p/A2B2C5D24E8_ mC82_12_h_i_agh_2i5j_2j-001

Prototype CaoHoMgsO94Sig

AFLOW prototype label A2B2C5D24E8_ m(C82_12_h_i_agh_2i5j_2j-001
Strukturbericht designation S4s

Mineral name tremolite

ICSD none

Pearson symbol mC82

Space group number 12

Space group symbol C2/m

AFLOW prototype command aflow --proto=A2B2C5D24E8_mC82_12_h_i_agh 2i5j_2j-001

__Para-ms=a7b/a7c/a»ﬁvy27937y47$57 25, X6, 26, L7, 27, L8, Y8, 28, L9, Y9, 29, 10, Y10, 210,
11, Y11, 2115 T12, Y12, 212, L13, Y13, 213, L14, Y14, 214

Other compounds with this structure
CagHa(Mgs s, Fe;)O24Sis, CagFaMgs022Sis

e There is no entry for (Merli, 2000) in the ICSD or CCDC, but the CIF can be downloaded from the American
Mineralogist Crystal Structure Database.


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/BQ7Y
https://aflow.org/p/A2B2C5D24E8_mC82_12_h_i_agh_2i5j_2j-001
http://rruff.geo.arizona.edu/AMS/download.php?id=02444.cif&down=cif
http://rruff.geo.arizona.edu/AMS/download.php?id=02444.cif&down=cif

Base-centered Monoclinic primitive vectors

a; = %afc — %by
az = tak+1by
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Mgl
By = —y2 a1 + Y2 a = bys § (4g) Mg II
B; = Y221 — Y2 a2 = —by2 ¥ (4g) Mg 11
By, = —yszaj + ysas + %ag = %ccosBieryger %csinﬁi (4h) Cal
Bs = ygal—ygaQ—l—%ag = %ccosﬁf(—bygy—i—%csinﬁi (4h) Cal
Beg —ysa; +ysas + %83 = %ccosﬁ&—l—by4y+ %csinﬁi (4h) Mg III
B = Yaa; —ysas + 3 as = sccos fR —bys ¥ + scsin B2 (4h) Mg III
BS = Trsa) + Tsas + z5as = (CLI5 + cz5 Ccos ﬂ) X+ Czs sinﬂ Z (41) HI
By = —Zsa] — T ag — 25 a3 = —(azs 4+ cz5cos B) X — czssin f 2 (4i) HI
Bio Tg a1 + Tgag + 26 as = (axe + czgcos f) X + czgsin Sz (4i) 01
Bi1 = —Tga] — Tg Ay — 26 A3 = — (axg + czgcos B) X — czgsin S 2 (41) Ol1I
B = T7a) +r7as + z7as = (ax7 4 cz7cos B) X+ czrsin f 2 (4i) OlII
Bz = —T7a; — Trag — 27 as = —(az7 4+ czrcos B) X — czrsin f 2 (4i) O1II
By = (ms—ys)ar+(vs+ys)az+ = (axs +czscos B) R +bys ¥ + czssin f2 (83) O 11T
<8 ag
Bis = —(zs+ys)a;—(zs—ys)as— = —(axg+czscosf) X+bysy — czgsinfz (8j) O III
Zg a3
Big = —(vs—ys)ar—(zs+ys)az— = —(awg+czgcosf) X —bysy — czgsinfz (8)) O I
28 ag
By = (s +ys) a1 + (vs — ys) as + = (axg + czgcos B) X — bys § + czgsin S Z (8j) O III
Zg as
Bis = (w9—wo)ar+(xg+ys)az+ = (awg+czgcosf) X+ byg¥ + czosin B2 (85) O
Zg asg
Big = — (.139 + yg) a; — (339 — yg) as — = — (a.lig —+ czg COS ﬁ) X+ byg ¥ —czgsin Bz (&]) O1v
%9 ag
B2o = —(z9—1yo)ar— (z9+yo) az— = —(awg+czgcosf) X —bygy — czosinB2 (8)) O
Zg asg
Bar = (w9+yo) ai+(v9—yo) a2+ = (amg+czocos) X —byyg ¥ + czosin B2 (8i) OV
Zg as
Bay = (r10 — y10) a1 + = (az19+ czipcosfB) X+ by10y + cziposin Bz (8j) oV
(710 + y10) a2 + 210 a3
Bys — — (210 + y10) a1 — = — (az10+ cz1pcos B) X+ by10§ — (83) oV

($10 - y1o) ag — Z10 A3

cz1p8in Bz
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- (xlo - ylo) a; —
(z10 + y10) a2 — z10 @3
(z10 + y10) a1 +
(10 — y10) a2 + z10 a3
(11 —y11) a1 +
(x11 4+ y11) az + 211 ag
— (11 +y11) a1 —
(5611 - yu) az — 21143
- (3311 - yn) a; —
(x11 +y11) az — 211 a3
(11 +y11) a1 +
(11 — y11) Az + 211 a3
($12 - ylz) a; +
(x12 + y12) a2 + z12 a3
— (212 +y12) a1 —
(11012 - y12) az — 21243
- (1’12 - y12) a; —
(x12 + Y12) ag — z12 a3
(x12 + y12) a1 +
(x12 — Y12) Az + z12 a3
(£E13 - y13) a; +
(z13 +y13) a2 + z13a3
— (w13 +y13) a1 —
(5813 - y13) Az — zi134asg
- (5613 - y13) a; —
(z13 + y13) a2 — z13a3
(z13 +y13) a1 +
(z13 — y13) a2 + z13a3
(14 — y14) @1 +
(z14 +y14) @2 + 21423
— (14 +Y14) a1 —
($14 - y14) ag — Z14 a3
— (714 —y1a) a1 —
(714 + y14) a2 — 21423

(14 + y14) a1 +
(x14 — Y14) A2 + 214 a3

— (axlo + CZz10 COS 5) )A( — ble y —
cz19sin Bz

(ax10 + cz10c08 B) X — by10§ + cz10sin 5 Z
(ax11 + cz11c088) X+ by11 ¥+ cz118in 52

—(az11 + cz11c088) X+ by11 § —
cz118in Bz

—(ax11 +cz11c088) X —by;1 §y —
cz118in Bz

(ax11 + cz11c088) X —by11 ¥ + cz118in 52
(ax12 + cz12 €08 B) X+ by12§ + cz128in B2

— (az12 + cz12co8B) X+ by12y —
cz128in B2

— (ax12 + cz12cos B) X — by12§ —
CZ12 sin ﬁ Z

(CLSC12 + cz19 COS ﬂ) X — by12 y + cz12 sinﬂ Z
(ax13 + cz13c08 B) X+ by13§ + cz13sin 5 Z

— (az13 + cz13c08B) X+ by13y —
cz138in Bz

— (az13 + cz13cos B) X — by13y —
CzZ13 sin 6 Z

(ax13 + cz13c08 8) X — by13§ + cz138in 5 2
(ax14 + cz14c088) X+ by14§ + cz148in 5 2

—(ax14 + cz14c08B) X+ by1a y —
cz148in Bz

—(az14 + cz14c08B) X —by1a y —
cz148in B2

(aw1g + cz14c088) X — by14§ + cz148in 82
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